Magnetic properties of CrSb compounds with zinc-blende and wurtzite structures.
The electronic structure and magnetic properties of Cr-Sb compounds with zinc-blende and wurtzite structure have been studied by means of the Korringa-Kohn-Rostoker (KKR) band structure method. The occurrence of a half-metallic behavior has been investigated for the bulk systems as a function of lattice parameter, as well as for thin films deposited on different substrates. In the latter case the influence of the surface and interface on the electronic structure is discussed in addition. To study magnetic order in the bulk and within the films, exchange coupling parameters have been calculated from first principles. They have been used for subsequent Monte Carlo simulations, based on a classical Heisenberg Hamiltonian, to obtain the Curie temperature.